Material contains the optimized coordinates of atoms, lattice constants, total (DOS) and partial (pDOS) Densities of States, and relevant views resulted from Density Functional Theory (DFT) calculations for the bilayer C 24 F 12 (Table 1S; Figs. 1S and 1S+), C 24 F 12 Br 2 (Tables 2S-6S; Figs. 2S-6S) and C 24 (Table 7S ; Fig. 7S ) unit cells with the Bernal and hexagonal (Hex) structure in terms of [20] . Table 8S gives a summary for C 24 F 12 Br 2 unit cells. Carbon planes were specified by the same C-triplets in each of C 24 F 12 Br 2 unit cells in computations the angles between C-skeleton and Br-Br axis. Atom numbering in Fig. 1S was used through each processing. The pictures have been constructed using the GiperChem 8.0.6 software.
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